LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102314.D

Aca On : 22 Jan 2018 22:04

Operator : SJ/JU

Sample : J1238-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF012218.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.910 476 480 488 rVB 149397 218599 6.84% 0.734%
2 5.328 546 551 554 rBVY 3055518 3053408 95.56% 10.248%
3 6.363 722 727 738 rBY 2885744 3195213 100.00% 10.724%
4 6.486 744 748 751 rBVY 3285171 3155479 98.76% 10.590%
5 6.716 783 787 794 rBV 908186 736986 23.07% 2.473%
6 6.875 809 814 817 rBVY 2524570 2376303 74.37% 7.975%
7 7.286 879 884 887 rBVY 1923788 1896800 59.36% 6.366%
8 7.380 898 900 911 rVB2 25249 32223 1.01% 0.108%
9 7.998 1001 1005 1008 rBV 1207092 982821 30.76% 3.299%
10 8.510 1089 1092 1095 rVB 41447 32828 1.03% 0.110%
11 9.074 1184 1188 1191 rBV 3304247 2913201 91.17% 9.777%
12 9.151 1198 1201 1203 rBV 43654 34716 1.09% 0.117%
13 9.192 1203 1208 1211 rVB3 20485 33038 1.03% 0.111%
14 9.427 1246 1248 1251 rVB 39296 32143 1.01% 0.108%

15 9.469 1251 1255 1258 rBV 474137 382586 11.97% 1.284%

16 9.610 1277 1279 1284 rBV 45900 44574 1.40% 0.150%
17 9.680 1288 1291 1295 rVV 143479 115719 3.62% 0.388%
18 9.751 1299 1303 1306 rVV 1235326 1016012 31.80% 3.410%
19 9.780 1306 1308 1313 rVB 183112 152227 4._76% 0.511%

20 9.910 1326 1330 1333 rBV3 25406 31979 1.00% 0.107%
21 9.957 1333 1338 1342 rvv2 68472 89023 2.79% 0.299%
22 10.004 1342 1346 1349 rVB4 32878 36470 1.14% 0.122%
23 10.180 1373 1376 1379 rVB 195139 142254 4.45% 0.477%
24 10.298 1393 1396 1401 rVB 66211 60143 1.88% 0.202%
25 10.398 1408 1413 1416 rBV2 43786 61869 1.94% 0.208%

26 10.539 1431 1437 1447 rBV 1684126 1737980 54.39% 5.833%
27 10.651 1453 1456 1463 rBV 145227 165561 5.18% 0.556%
28 10.845 1485 1489 1493 rBv4 25614 34929 1.09% 0.117%
29 11.098 1526 1532 1536 rBV2 61798 76797 2.40% 0.258%
30 11.233 1552 1555 1558 rBV 940394 893002 27.95% 2.997%

31 11.257 1558 1559 1563 rVV 349459 254180 7.96% 0.853%

32 11.310 1566 1568 1571 rVB 90213 73355 2.30% 0.246%
33 11.468 1593 1595 1600 rVB2 34453 34721 1.09% 0.117%
34 11.733 1638 1640 1643 rBV 44100 42060 1.32% 0.141%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102314.D

Aca On : 22 Jan 2018 22:04

Operator : SJ/JU

Sample : J1238-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF012218_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.768 1643 1646 1649 rBV2 78535 71894 2.25% 0.241%
36 11.798 1649 1651 1656 rVB2 24920 37159 1.16% 0.125%
37 11.845 1656 1659 1662 rBV 74588 88909 2.78% 0.298%
38 12.286 1731 1734 1736 rBV 32663 36538 1.14% 0.123%
39 12.374 1746 1749 1752 rBV4 33300 38907 1.22% 0.131%

40 12.445 1758 1761 1765 rVB 490463 399780 12.51% 1.342%

41 12.674 1794 1800 1803 rBV 449223 447620 14.01% 1.502%
42 12.821 1821 1825 1828 rBV 2201368 1959993 61.34% 6.578%
43 13.004 1854 1856 1858 rVB 62527 47044 1.47% 0.158%
44 13.110 1871 1874 1876 rVB2 39148 39049 1.22% 0.131%
45 13.715 1974 1977 1982 rBV2 308502 303372 9.49% 1.018%

46 13.874 1999 2004 2006 rBV2 802041 893238 27.96% 2.998%
47 13.898 2006 2008 2011 rVB 206364 156170 4._.89% 0.524%
48 14.892 2174 2177 2184 rBV 228492 361503 11.31% 1.213%
49 15.245 2234 2237 2241 rVB 171411 194162 6.08% 0.652%
50 15.303 2244 2247 2254 rVB 464793 581194 18.19% 1.951%

Sum of corrected areas: 29795731
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012218\

BF102314.D

22 Jan 2018 22:04

SJ/Ju

J1238-01

19 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-

= ASP BNA STANDARDS FOR 5 POINT

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

BF012218.M
CALIBRATION

Abundance
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Time--> 8.00

9.00

10.00

8.50 9.50

10.50

T
13.50

11.00 11.50 12.00 12.50 13.00
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102314.D

Aca On : 22 Jan 2018 22:04

Operator : SJ/JU

Sample : J1238-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

4.91 5.93 ng 218599 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 480 (4.910 min): BF102314.D (-476) (-) m/z 43.00 100.00%
43
59
5000
1o 460 4.80 500 520
IR N R A NN B 772~ 7
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L L LR LA
59 460 480 500 520
m/z 101.00 17.91%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520
5000 m/z 58.10 15.82%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #217: Acetone
43 460 4.80 5.00 5.20
m/z 41.05 8.81%
5000
58
o B2 3| s
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102314.D

Aca On : 22 Jan 2018 22:04

Operator : SJ/JU

Sample : J1238-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.49 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.49 85.63 ng 3155480 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.492 min): BF102314.D (-744) (-) m/z 132.00 100.00%
5000
68
ISR R R L
40 _ 54 75 104 ‘ 6.20 6.40 6.60 6.80
Obrrrrrrrprrrrprr b L e Sl 87 L ST 15l m/z 68.05  34.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentena
132
5000 67 "'I"'ﬁl"L'l""l""
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 134.00 33.93%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 620 640 6.60 6.80
5000 m/z 66.00 22.22%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole . ..,....,..L. T

132 6.20 6.40 6.60 6.80
m/z 69.05 13.38%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102314.D

Aca On : 22 Jan 2018 22:04

Operator : SJ/JU

Sample : J1238-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Pentadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

9.68 2.28 ng 115719 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 83
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 64
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 1291 (9.680 min): BF102314.D (-1288) (-) m/z 57.05 100.00%
57
43
71
5000
85
99 9.40 9.60 9.80 10.00
112
o...,....-,'...| ol S AT m/z 43.05  74.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 R B I LN B
85 9.40 9.60 9.80 10.00
29 m/z 71.10 58.01%
OHJ“HM %mmmmmm 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
43 o
9.40 9.60 9.80 10.00
5000 71 m/z 41.00 35.34Y%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #59880: Tetradecane A B R S
57 9.40 9.60 9.80 10.00
43 m/z 85.05 34.11%
71
5000 85
29
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102314.D

Aca On : 22 Jan 2018 22:04

Operator : SJ/JU

Sample : J1238-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Tetradecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.18 2.80 ng 142254 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Pentadecane 212 C15H32 000629-62-9 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
4 Hexadecane 226 C16H34 000544-76-3 80
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 72

Abundance Scan 1376 (10.180 min): BF102314.D (-1373) (-) m/z 57.00 100.00%
57
43
5000
[rorrfrrrrrrrr o
99 113 9.80 10.00 10.20 10.40
o 127140 194 169 m/z 43.05 69.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57
43
71
5000 85 R AR SRR R
9. 80 10. 00 10 20 10. 40
29 m/z 71.10 53.68%
oL 15 “ Ao ?ﬁ 113127141155169 198
m/z--> 25 45 éo éo 160 150 150 160 180 200 250 250
Abundance
57
43 [rorrrrrr T
71 9.80 10.00 10.20 10.40
5000 g5 m/z 85.10 40.38%
29 9
oL 15 113127141155169183 212
m/z--> 25 45 éo éo 160 150 150 160 180 200 250 250
Abundance #100330: 2-Bromo dodecane
57 9.80 10.00 10.20 10.40
m/z 41.10 33.47%
43 71
5000 85 \wavwﬂﬁuxNMAJ
113 169
olsw\w\\wmlg 288
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9. 80 10. 00 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102314.D

Aca On : 22 Jan 2018 22:04

Operator : SJ/JU

Sample : J1238-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.65 3.71 ng 165561 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1456 (10.651 min): BF102314.D (-1453) (-) m/z 57.10 100.00%
57
113 10.40 10.60 10.80 11.00
ol 10,90 19195 | w/z 43.05 68.45%
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
| L/\A/LN_}L\
5000 LR UL BRI SULRURN
85 10,40 10.60 10.80 11.00
29 ‘ m/z 71.10 54 .28%
m/z--> 50 100 150 200 250 300 350
Abundance
57
©10.40 10.60 10.80 11.00
5000 g5 m/z 85.05 37.23%
29
0 113 141 159 212
m/z--> 50 100 150 200 250 300 350 J
Abundance #202662: Heptacosane T RBRmEES SR e
57 10.40 10.60 10.80 11.00
m/z 41.00 30.51%
5000
1 JL\‘\/\/\/\/\A.[L\'\’\N\'V‘J\/\
0 ?9 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102314.D

Aca On : 22 Jan 2018 22:04

Operator : SJ/JU

Sample : J1238-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 6.79 ng 303372 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 Cvclotridecane 182 C13H26 000295-02-3 93
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 9-Nonadecene 266 C19H38 031035-07-1 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 1978 (13.721 min): BF102314.D (-1974) (-) m/z 57.10 100.00%
5 g3
230
5000
U PN NN B
3 277 13.40 13.60 13.80 14.00
o 256 7/1.298 | 33 m/z 83.10 80.85%
m/z--> 50 100 150 200 250 300
Abundance #115906: 1-Nonadecene
43 97
69
5000 U PN RN SRR
13.40 13.60 13.80 14.00
125 m/z 43.10 80.36%
o2 ‘ ‘H‘ I “\ 154 182 210 238 266
m/z--> 50 160 1%0 260 2éo 360 '
Abundance
41
69 13.40 13.60 13.80 14.00
5000 97 m/z 55.10 69.98%
125 154 182 MmmmﬁwwvwwmthwM¢L¢,Mwu»-~
o——4— 4 0 L fy
m/z--> §o 160 1%0 200 250 360
Abundance #69584: Cyclopentadecane e A RERREEESE L
55 13.40 13.60 13.80 14.00
83 m/z 230.10 65.70%
5000
29 111
| | } 139 182 210
okt “' J'M l”L'* e U U PN RN SRR
m/z--> 50 100 150 200 250 300 13.40 13.60 13.80 14.00

8270-BF012218 .M Tue Jan 23 13:21:07 2018 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
Data File : BF102314.D

Acq On : 22 Jan 2018 22:04

Operator : SJ/JU

Sample - J1238-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.91 5.9 ng 218599 1 6.72 736986 20.0
unknown6 .49 6.49 85.6 ng 3155480 1 6.72 736986 20.0
Pentadecane 9.68 2.3 ng 115719 3 9.75 1016010 20.0
Tetradecane 10.18 2.8 ng 142254 3 9.75 1016010 20.0
Tridecane 10.65 3.7 ng 165561 4 11.23 893002 20.0
1-Nonadecene 13.72 6.8 ng 303372 5 13.87 893238 20.0
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